Monoclinic, C2=c a = 8.5387 (14) Å b = 16.110 (6) Å c = 11.022 (5) Å = 99.295 (5) V = 1496.2 (9) Å 3 Z = 4 Mo K radiation = 0.16 mm À1 T = 173 K 0.41 Â 0.36 Â 0.26 mm Data collection Rigaku Saturn724+ CCD diffractometer Absorption correction: multi-scan (CrystalClear; Rigaku, 2008) T min = 0.938, T max = 0.960 8915 measured reflections 1706 independent reflections 1678 reflections with I > 2(I) R int = 0.033 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.100 S = 1.19 1706 reflections 120 parameters H-atom parameters constrained Á max = 0.23 e Å À3 Á min = À0.22 e Å À3
The complete molecule of the the title compound, C 14 H 10 F 6 N 6 , is generated by crystallographic twofold symmetry, with two C atoms lying on the roatation axis. The dihedral angle between the central and peripheral rings is 25.97 (8) .
Related literature
For background to fluorine-containing heterocycles and their properties, see: Krishnaiah & Narsaiah (2002) ; Ohno et al. (2004) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Experimental
R[F 2 > 2σ(F 2 )] = 0.047 H-atom parameters constrained wR(F 2 ) = 0.100 w = 1/[σ 2 (F o 2 ) + (0.0291P) 2 + 1.4916P] where P = (F o 2 + 2F c 2 )/3 S = 1.19 (Δ/σ) max <
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F1 0.53252 (12) 0.61885 (7) 0.61601 (11) Atomic displacement parameters (Å 2 )
0.0298 (5) 0.0524 (7) 0.0594 (7) −0.0036 (5) −0.0038 (5) −0.0096 (5) F2 0.0863 (10) 0.0544 (7) 0.0384 (6) −0.0291 (7) −0.0011 (6) 0.0066 (5) F3 0.0461 (7) 0.0431 (6) 0.0754 (9) 0.0017 (5) 0.0146 (6) −0.0206 (6) N1 0.0275 (6) 0.0310 (7) 0.0259 (6) −0.0002 (5) 0.0011 (5) −0.0002 (5) N2 0.0254 (6) 0.0302 (7) 0.0242 (6) 0.0013 (5) 0.0014 (5) 0.0006 (5) N3 0.0300 (7) 0.0313 (7) 0.0311 (7) 0.0019 (5) 0.0023 (5) 0.0010 (6) C1 0.0251 (7) 0.0353 (8) 0.0256 (7) 0.0034 (6) 0.0027 (6) −0.0028 (6) C2 0.0288 (8) 0.0393 (9) 0.0239 (7) 0.0063 (6) 0.0013 (6) −0.0011 (6) C3 0.0270 (7) 0.0350 (8) 0.0244 (7) 0.0070 (6) 0.0038 (6) 0.0024 (6) C4 0.0432 (10) 0.0373 (9) 0.0296 (8) 0.0035 (7) 0.0044 (7) 0.0062 (7) C5 0.0223 (7) 0.0324 (8) 0.0252 (7) 0.0012 (6) 0.0043 (6) −0.0016 (6) C6 0.0236 (10) 0.0292 (11) 0.0262 (10) 0.000 0.0028 (8) 0.000 C7 0.0341 (12) 0.0291 (11) 0.0352 (12) 0.000 0.0032 (9) 0.000 C8 0.0318 (8) 0.0394 (9) 0.0304 (8) 0.0008 (7) 0.0014 (6) −0.0031 (7) Geometric parameters (Å, °) (17) 
